| Root -mean-square deviations (RMSD) of backbone atoms relative to their crystal structures. (A) for the pDI6W-MDMX complex, (B) for the pDIQ-MDMX complex, (C) for the pDI6W-MDM2 complex and (D) for the pDIQ-MDM2 complex. The non-polarizable ff03/TIP3P combination and the polarizable ff02.r1/POL3 combination are indicated by the black and red, respectively. Figure S2 | Time evolution of the secondary structure profile of MDMX and MDM2: (A) for the polarizable ff02.r1/POL3 combination of the pDIQ-MDMX complex, (B) for the non-polarizable ff03/TIP3P combination of the pDIQ-MDMX complex; (C) for the polarizable ff02.r1/POL3 combination of the pD6W-MDM2 complex, (D) for the non-polarizable ff03/TIP3P combination of the pDI6W-MDM2 complex, (E) for the polarizable ff02.r1/POL3 combination of the pDIQ-MDM2 complex and (F) for the non-polarizable ff03/TIP3P combination of the pDIQ-MDM2 complex. Anti and Para represent anti-parallel beta-sheet and parallel beta-sheet, respectively, while Pi, 3-10 and Alpha represent Pi (3-14) helix, 3-10 helix and alpha helix. 
